Optimized Cartesian coordinates (Å)
Density functional theory (DFT) calculations of this study were performed with the hybrid functional B3LYP as implemented in the Gaussian 09 program package. Geometries of the neutral complexes were optimized in gas phase with the triple-ζ basis set 6-311G(d,p) on all atoms except W, where def2-TZVPP was used. Energies reported are gas phase electronic energies. Table 2 . Atomic coordinates ( x 10 4 ) and equivalent isotropic displacement parameters (Å 2 x 10 3 ) for mo_rf71x2_0m_5. U(eq) is defined as one third of the trace of the orthogonalized U ij tensor.
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